~ 


CONTENTS 


Volume VII, Issue Nos. 1-6 


International Journal of 


QUANTUM CHEMISTRY 


Issue No. 1, January 


Obituary . 


D. Stigter and J. A. Schellman: Electrostatic Representations of Molecular 
Groups 


G. G. Hall: Gauge Invariant Gaussian Orbitals and the Ab Initio Calcula- 
tion of Diamagnetic Susceptibility for Molecules 


| ae Kapoor: The Site of Protonation in Amino-Substituted Pteridines 


G. Karlsson and M. C. Zerner: Determination of One-Centre Core Inte- 
grals from the Average Energies of Atomic Configurations . 


M. Afzal and A. A. Frost: A Floating Spherical Gaussian Orbital Model of 


Molecular Structure. XII. Analysis of Energy Terms Affecting the 
Geometry of the Water Molecule 


G. Chalasinski and B. Jeziorski: Exact Calculation of Exchange Polariza- 
tion’ Energy for Hg Ion . 


M. Elder: Use of Molecular Symmetry in SCF Calculations 


W. G. Laidlaw: Stability Conditions for the Solutions of the Hartree-Fock 
Equations. VII. Stability of Some Closed-Shell Nonalternant Systems 


ll 


87 


l 
15 
27 
35 
51 
63 
75 


iv CONTENTS 


F. Marinelli: Theorie des Orbitals Moleculaires: Recherche d’une Base 
STO Homogene pour les Atomes Alcalins et Leur Serie Isoelectronique . 109 


Letters to the Editor 
H.-H. Schmidtke: Uber die a und Orbitalstruktur Symmetrischer 


A. N. Jette: A Convenient Method for Evaluating Two Center Integrals 131 
Information for Contributors . . . . . . . . . « « 4137 


Issue No. 2, March 


J. F. Gouyet: Le Champ Autocoherent Non Hermitien . . . . . 139 
E. Lombardi, R. Ritter, and L. Jansen: Effect slain Interactions 

T. Terasaka and Y. Nedachi: Equation for the Screened Potential . . 173 


E. L. Mehler: Product of Group-Function Expansions for Correlated Wave 


E. Blaisten-Barojas and M. Allavena: An Application of Green’s Functions 
to the Study of the Vibration-Transiation Coupling of Trapped Oscillators 


U. Kumariand N. K. Ray: Spin Density Distributions in Some Fluorinated 


G. L. Bendazzoli, M. Dixon, and P. Palmieri: One-Electron Properties 
from Approximate Lcao-scr Wave Functions. . . . . . . . . 223 


A. Graovac, H. J. Monkhorst, and T. Zivkovic: Slater Orbital Molecular 
Integrals with Numerical Fourier Transform Methods. I. (Coplanar) 
Multicenter Exchange Integrals over ls Orbitals . . . . . . . 233 


M. L. Ellzey, Jr.: Sequence-Adapted Molecular Tensors: Algebraic 
Methods and Application to Crystal Field Theory . . . . . . . 253 


W. D. Moseley, Jr.: Integrals of Quantum Chemical Interest in Bases of 
Laguerre Functions. I. Functions of Order 2/+2. . . . . . . 285 


: 
| 
| 
‘ 
. 
if 
7 


CONTENTS 


P. Palting and W. A. Sanders: Simple Test of the Utility of Modified 
Hartree-Fock Orbitals: The He Atom 


C, Edmiston and P. Lindner: On the Dimerization of BH, and the Asso- 
ciated Delocalization (Resonance) Energy 


R. G. Carbonell and M. D. Kostin: Tunneling Phenomena in Three- 


E. Beretta and F. Vetrano: A Double Perturbation Theory for Molecular 
Complexes 


B. L.*Burrows: Bounds for Hartree-Fock Perturbation Theory 


L. Bouscasse, R. Phan-Tan-Luu, E. J. Vincent, et J. Metzger: Technique 
D’Optimisation de L’Energie SCF en Fonction des Exposants de Slater 


O. Matsuoka: Molecular Integrals of Relativistic Effects with Gaussian- 


Type Orbitals 


L. L. Boyle and Z. Ozgo: Icosahedral Irreducible Tensors and their Appli- 


Letters to the Editor 
S. S. Z. Adnan and S. Basu: Cotton-Mouton Constant of Benzene Cal- 
culated by Free Electron Wave Functions 


P. da R. Andrade and A. Holz: Molecular Orbital Admixture Coefficient 
by Raman Scattering 


Issue No. 3, May 


L. S. Salmon: Convergence of the Completely Separated Bipolar Expan- 
sion of 

M. M. Mestechkin: Some Developments in the Spin-Extended Hartree- 
Fock Method. 


R. Kari and B. T. Sutcliffe: Direct Minimization of the Energy Functional 
in LcAo-mo Calculations 


L. M. Tel, S. Wolfe, and I. G. Csizmadia: A Comparative Quantum 
Chemical Study of Ethylcarbonium Ion and Hydroxymethylcarbonium Ion 


A. K. Bhattacharya and P. K. Mukherjee: Coupled Hartree-Fock Calcula- 
tion of the Uniform Field Quadropole Polarizabilities and Shielding Factors 
of S-State Ions 


309 


319 


333 
345 


357 


365 


383 


Vv 
301 
405 
407 
. 

425 
475 
491 


vi CONTENTS 


J.-L. Calais and G. Sperber: A Study of the amo Method as — to the 
Lithium Metal. I. Review, Results, and Discussion . 3 


G. Sperber and J.-L. Calais: A Study of the amo Method as Applied to the 
Lithium Metal. II. The First-Order Density Matrix and the Shape of the 
Fermi Surface 


G. Sperber: A Study of the amo Method as Applied to the Lithium Metal. 
III. A Method for Calculating the Total Electronic Energy of Crystals in the 
Lcao Approximation 


S. Suhai and J. Ladik: cnpo/2 and minpo/2 Energy Band Structures of 


D. F. Scofield: A Note on Léwdin Orthogonalization and the Square Root 
of a Positive Self-Adjoint Matrix 


G. Naray-Szabé: Decoupled Hartree-Fock Methods. II. Calculation of 
the Potential Curves of Diatomic Molecules . 


I. Mayer, J. Ladik, and G. Biczé: Spin Projected Extended Hartree-Fock 


T.-K. Ha and C. T. O’Konski: Properties of Pyridine and Pyrazine from 
Ab Initio Molecular Orbital Wave Functions . 


A. Golebiewski and J. Mrozek: Modified Gaussian Functions and Their Use 
in Quantum Chemistry. I. Integrals . a 


Errata. 
Announcements . 


Information to Contributors 


Issue No. 4, July 


I. Ts. Lyast and A. Ya. Biktimirov: Application of Local Energy Method 
to the Estimation of the Correlation in Geminals ee 


W. A. Seitz and D. J. Klein: Computations on Heisenberg Spin Models 


P. Lindner and K.-F. Berggren: A Nearly Free Electron Model for the 
Dihydrides of the Alkaline-Earth Metals . ae a 


G. F. Majorino and C. Rubino: On the Accuracy of the Many-Points 


501 


521 


537 


547 


561 


569 


583 


609 


623 
635 
637 
639 


641 
647 


667 


675 


= 
| 
= 
‘ 


CONTENTS 


Y. G. Smeyers and L. Doreste-Suarez: Half-Projected and Projected 
Hartree-Fock Calculations for Singlet Ground States. I. Four-Electron 
Atomic Systems . 


V. R. Saunders and I. H. Hillier: A “Level-Shifting’” Method for Con- 
verging Closed Shell Hartree-Fock Wave Functions : 


E. C. Cook, Jr. and D. Ebbing: Core Model Calculation of the Electric 
Field Gradient: Projection Operator Formalism with Application to NH, 


P. Paiting: Direct Determination of Pseudonatural Orbitals 


A. P. Mortola, H. Basch, and J. W. Moskowitz: An Ab Initio Study of the 


B. A. Men, V. L. Cherepanov, and A. N. Men: Group Theoretical 
Methods for Determining Permitted Terms of the Electronic States of 
Complexes in Crystals. III. The Use of Plethysm for Classification of the 
Permitted Terms of Impurity Complexes in Crystal 

G. Chalasitiski and B. Jeziorski: Multiple Structure of Exchange Polariza- 
tion Energy of Hz Ion 


S. R. Langhoff, and E. R. Davidson: An Ab Jnitio Calculation of the Spin 
Dipole-Dipole Parameters for Methylene . 


R. Moccia: Time-Dependent Variational Principle . 


P. Pyykké, E. Pajanne, and M. Inokuti: Hydrogen-Like Relativistic 
Corrections for Electric and Magnetic Hyperfine Integrals . ; 


D. G. Truhlar: Application of the Configuration-Interaction Method and 
the Random Phase Approximation to the ab initio Calculation of Electronic 
Energies of H,O . 


C. T. Llaguno, S. K. Gupta, and S. M. Rothstein: Molecular Orbital 
Studies on Small Molecules Using Hz-type Elliptical Basis Orbitals. Appli- 
cation to Hz, H,, Hez* and Hj 


Information for Contributors 


Issue No. 5, September 


R. C. Morrison, D. W. Smith, and E. G. Larson: Partitioning Schemes for 
the 2-Matrix and the Pair Density. 


E. G. Larson: Representable Reference Density Matrices Induced by 
Information Theory . 


vii 


687 


699 


707 
717 


725 


739 


745 


759 
779 


785 


807 


837 


853 


|| 

|| 
819 
= 


viii CONTENTS 


E. Gianinetti: Optimization of Molecular Orbitals: Easy Parametrizations 
of Little Rotations Suitable for Functional Iteration . 


W. J. Deal and R. H. Young: Long-Range Dispersion Interactions 
Involving Excited Atoms; the H(1ls)-H(2s) Interaction. ee 


G. F. Tantardini, M. Raimondi, and M. Simonetta: Ab Initio Valence 
Bond Calculations. I. Methylene . 


U. Wahlgren, B. Roos, and E. Forslind: A mo-scr Study of Hydroxyl 
Binding and Hydroxyl Diffusion in Pure and Fluorine-Containing 
Hydroxyapatite . 


C. F. Bunge and A. Bunge: Symmetry Eigenfunctions Suitable for Many- 
Electron Theories and Calculations. I. Mainly Atoms . ' 


M. Benard and A. Julg: Détermination des Orbitales Moléculaires par 
Minimisation Directe de L’Energie de L’Etat Fondamental et des Etats 
Excités des Molécules 


J. W. Johnson and R. D. Poshusta: Gaussian Orbitals \ ptimized for 
Lower Bounds of Hydrogenic Atoms . 


A. Riera and W. J. Meath: Nondiagonal Second Order Intermolecular 
Forces for Interactions Involving Molecules . . 


H. Tatewaki: Effect of the Exchange Integral K,,,, on the 2p-Orbitals of 
the 'P and 3P States of the Beryllium Isoelectronic Sequence Arising from 
the Configuration (1s)?(2s) (2p) . 

L. N. Labzowsky and Yu. E. Lozovik: Conjugated Molecules in Strong 


J. E. Krizan and B. F. Lloyd: Interactions between Molecules in the Neigh- 
borhood of a Long Linear Molecule 


S. R. Langhoff, S. T. Elbert, and E. R. Davidson: A Configuration Inter- 
action Study of the Spin Dipole-Dipole Parameters for Formaldehyde and 


A. Golebiewski and J. Mrozek: Modified Cartesian Gaussian Functions 
and Their Use in Quantum Chemistry 


Letters to the Editor 
K. Kapur, K. V. Sane, and P. K. Srivastava: Some Remarks on Linder- 
berg’s Relation 


A. Rosengren and B. Johansson: pops and the Electron Gas . 


Book Review . 


Errata. 


869 


877 


893 


905 


927 


945 


951 


959 


971 


985 


991 


999 


1021 


1029 
1033 
1037 
1039 


= 
= 
| 
= 


CONTENTS 


Issue No. 6, November 


W. H. Fink: Projection Between Basis Sets: A Means of Defining the 
Electronic Structure of Functional Subunits . 


F. A. Matsen and A. L. Ford: Spin-Free a eactia hemistry. XII. Coarse 
F. A. Matsen, J. E. Sugar, and J. M. Picone: Spin-Free Quantum 
Chemistry. XIII. Spin Waves . % 
F. A. Matsen, J. G. Cosgrove, and J. M. Picone: Spin-Free Quantum 
Chemistry. XIV. The Infinite Interaction Range Model for Ferro- 


E. Blokker: A Theory for the Construction of the Irreducible Representa- 
tions of Finite Groups. II. . 


S. Ehrenson and G. D. _ Importance Sampling in Local Energy 
Calculations on H, . 
B. G. Wybourne: Lie Algebras in Quantum Chemistry: Symmetrized 


C. E. Soliverez: The Use of Irreducible Operators for Determining the 
Complete Set of Linearly Independent Crystal Field Parameters 


T.-I. Shibuya and O. Sinanoglu: Spin-Free Wave Functions in Many- 
Electron Perturbation Theory. I. Closed-Shell Systems. or 


T.-I. Shibuya and O. Sinanoglu: Spin-Free Wave Functions in Many- 
Electron Perturbation Theory. II. Systems with One Nonclosed Shell 


D. G. Truhlar: Ad Jnitio Hartree-Fock Calculations of Electronic Wave 
Functions for c*7,, State of H, 


A. B. Sannigrahi and S. Noor Mohammad: Selected Valence Electron 
Split-Shell Molecular Orbital Calculations on the Diatomic Interhalogen 
Molecules . 


I. Roeggen: — of Padé orn of Type II in eats 


I. G. Kaplan and O. B. Rodimova: Matrix Elements of General Con- 
figuration of Nonorthogonalized Orbitals in State with Definite Spin 


Book Reviews 


Announcements . 


1045 


1051 


1063 


1077 


1091 


1099 


1117 


1139 


1145 


1159 


1175 


1183 


1193 


1203 
1221 
1227 


1X 
| 


x CONTENTS 


Author Index 


Subject Index 


Volume Title Page 


Volume Contents 


1233 
5 


